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pKa Development Report for CS278
	Sample Name
	Formula
	F.W.
	Experimental pKa value

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa
	Comments

	CS278
	C12H15N3O2S
	265.3
	pKa1
	5.21
	4.90
	5.06
	Cosolvent 
(Initial 60v% DMSO)

	
	
	
	pKa2
	7.81
	7.72
	7.77
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Stored: S1509132.sfs

Sample weight: 1.05 mg

Acquisition time: 1.2 hrs
24 points: pH 1.6 => pH 11.4
Selected: pH 3.0=> pH 11.3
Cosolvent: 53.0wt% DMSO
CS278_Replicate-1_Second titration:[image: image12.png]Refine Equilibrium Constants and Related Factors
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Stored: S1509144.sfs

Sample weight: 1.05 mg

Acquisition time: 0.8 hrs
28 points: pH 1.7 => pH 11.5
Selected: pH 3.0 => pH 11.3
Cosolvent: 42.0wt% DMSO
CS278_Replicate-1_Third titration:[image: image13.png]Refine Equilibrium Constants and Related Factors
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Stored: S1509152.sfs

Sample weight: 1.05 mg

Acquisition time: 0.7 hrs
25 points: pH 1.9 => pH 11.4
Selected: pH 3.0 => pH 11.3
Cosolvent: 33.0wt% DMSO
CS278_Replicate-1_Factored concentrations

0.60 mM X 53.0wt% S1509132-1
0.52 mM X 42.0wt% S1509144-1
0.40 mM X 33.0wt% S1509152-1
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pKo(H;0) = 5.21 + 0.04 (COF=0.4, slope=—0.0258)
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pK,(DMSO) = 12.01




[image: image14.png]Refine Equilibrium Constants and Related Factors

Tile rited Cosolvet Aseay Pinay Key [T505752
Constant_Enor_Equaton Bass  Eror Basis DataFie
9.208 + 0114 B+H=BH 0,537 +0.0438 (0.000660M) B
4398 + 0142 BH+H=BH2 1.0000 +0.2089 (0.000083M) CO3

1.0000 20.0000 KOH

Recon Tizant
cilalon, M Evor  DataFil Faclor _Enor_Titant_DataFie
0016415 +0.0000037 09765 40,0002 HC)

Compound Cade [7 Temperatue [ 250 T Ref loric St [ 017 M

AssayMedun  [CoSahvert  [330 wik

Electrode
Cosffcient Ratios' ~ Constants
0447 a
1,004 k5
31 H
07 W

Inifal Parameters

Restare.
i

Cancel

£
q
Lo—nvuwruew

BJERRUM PLOT

10




CS278_Replicate-2_First titration: 
Stored: S1509161.sfs

Sample weight: 1.46 mg

Acquisition time: 1.0 hrs
25 points: pH 1.5 => pH 11.4
Selected: pH 3.0 => pH 11.3
Cosolvent: 52.0wt% DMSO
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CS278_Replicate-2_Second titration:

Stored: S1509172.sfs

Sample weight: 1.46 mg                      
Acquisition time: 0.8 hrs
25 points: pH 1.6 => pH 11.4
Selected: pH 3.0 => pH 11.3
Cosolvent: 40.0wt% DMS0
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CS278_Replicate-2_ Third titration:

Stored: S1509180.sfs

Sample weight: 1.46 mg

Acquisition time: 0.7 hrs
27 points: pH 1.8 => pH 11.8
Selected: pH 3.0 => pH 11.3
Cosolvent: 32.0wt% DMSO
CS278_Replicate-2_Factored concentrations

0.77 mM X 52.0wt% S1509161-1
0.62 mM X 40.0wt% S1509172-1
0.49 mM X 32.0wt% S1509180-1
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pK,(DMSO) = 2.92
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S1509132
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S1509144
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S1509172
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